Burton and Jura have reported a calculation that predicts a structural phase transition for the {100) surface of an fcc crystal. Although the calculation was for Ar, one might expect such a transition to be possible for other fcc materials. However Fig. 1 (a) the unrearranged fcc (100) surface, and in Fig. 1 Fig. 1(b) ] to relax outward, taking the atoms in the second, third, etc. , layers to remain in their bulk positions. The outward relaxation was found to be 0. 213a and, 0. 036a for rearranged and unrearraoged atoms, respectively, where v 2a is the nearest-neighbor spacing in the bulk.
Several years ago, Burton and Jura' reported a calculation that was based on an Einstein model and that predicted a structural phase transition for the (100) surface of Ar. On the basis of this calculation, one might expect to be able to observe such a surface phase transition in noble-gas solids and other fcc materials, such as Al and Ni. We show in Fig. 1 (a) the unrearranged fcc (100) surface, and in Fig. 1 is the nearest-neighbor spacing in the bulk.
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